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Table 2 

Data Collection, Processing and Structure Refinement Parameters 



Compound 


Fab'2F5 


Fab*2F5-ELDKWAS 


Crystal system; space group 


orthorhombic; P2,2,2, 


orthorhombic; P2,2,2, 


Unit cell (A) 


a=63.3 b=76.3 c=94.4 


a=58.0; b=65.0, c= 175.6 


Resolution range (A) 


20.0 - 2.05 


12.0-2.0 


# of reflections 


89376 


118126 


# unique reflections 


28045 


41062 


Completeness; completeness top bin (%) 


92; 93 


90;92 


R^R^top bin(%) 


7.0; 31.3 


3.5; 16.6 


-cutoff 


0.0 


1.0 


% data in test set 


5 


5 


# water molecules in model 


268 


357 




0.23, 0.27 


0.22, 0.25 


Rmsd bonds (A); angles (°) 


0.007; L.4 


0.010; 1.5 



i i i i I ItWJWJWWWW^ 

Willi I I I I I I n I a I I I I I I I I I * i I 
; : : « B ■ 0 . B B » 9 - - - 1 a a a a 8 e * 0 0 8 ; " 
ssisissB 1 i i 1 1 1 § l I I I I I I ! ! ! ! ! ! 

s s l s S S o S S o s s 1 » » » S 5 5 s s s s s s s s s 



§ 3 3 S 2 a 

5 a a £ s s s 

3 I S I S S 3 

s s s s s s s 

3 5 i 1 a S S 



g g g g 

2 B K K 

b a s s 



r 
s 

5 



g g 
Si B 



a S 3 S 5 a 2 5 a 3 I 5 S a * 3 2 S 2 s s a 
ssaaasssss-s 55 ??????? 

5 2 3 3 S 8 8 5 3 « 8 S 5 S 3 S S S S S 3 

8 e 3 s s s s 3 a a is s s s a a a s a a s 



gggggg'gg§sssggg§s§§§° 

S s S S S !1 I! !i s s !! s s ^ r " " " " " " 

is a s b a s b s is s b s s is s s s s a s a 



KUXUXVkKUXKKUXUXUXUXU 

I I I II I I I S I I I I I I I I I 2 I I I I I £ I I I I 



a a b 8 



8 S S 



8 8 8 8 8 fl a 8 8 8 8 8 8 8 i 8 8 8 S 8 8 6 8 6 8 6 8 6 ^ 



S g 2 g s i s § a 5 s 1 
sassaaaasass 
3 I g § 3 S 5 § S 3 8 S 

3 3 2 ? 5 5 5 I 3 S S a 



s 3 S g 3 3 s 3 5 a s s 5 2 3 S 5 
ssssaaaasaassaasa 

2 a 5 3 a s s s a i § s a a s i s 

SSoSoS5"33S3SSSS 

£ 5 a 3 S S S 8 3 2 $ 5 S 3 5 5 



sssssssssssssssassssasiiassaKiiK 
bssaasbssssssssaasssierssssass 



H 



I i 1 1 i i U.U.a.UJ.U.U.U.U-U-U-U- 5 

8 B § g 



8 8 8 



b b § § i i i i i ■ ! ? ! ? ! ! ! ! I 1. 1 I I I 

- ' ** ' x " ' s 5 5 5 S 5 i S i S 5 S S 5 S S 5 8 



SSSSS533333 



3 
a 

i 
s 



s 

s 

s 
S 

H 

S 

s 



3 S 5 

s s 

s 5 

3 3 

g 3 



g g 
s b 



a 
s 
3 
s 
s 

g 
s 

2 



8 
S 

3 

g 



s 

i 

s 
3 

g 



£ g g S 5 8 S 

S 5 S 5 i s s 

§ S S S 8 S 8 

g S S S 8 2 3 



g g 
b b 



g g 

d 8 



g 
S 

M 

g 

§ 

H 

g 

e 
s 



5 
s 
3 

3 

2 

H 
g 

s 
b 



„ p s s « . 
5 i 5 S 2 S 

S2 S S S 5 S 



g 5 

S H 

S 5 

g g 

s s 

is is 



1 E S 
s I I 
Is 3 ! 

H H 1 H 

s s g 

www 

vo vo U) 

2 S 8 



3 S 3 

S £ S 

S 3 5 

S S S 

s S I 



5 3 

S 8 



g g 

£ is 



3 
i 

g 

is 



s 
g 

5 

g 



n 
> 



S i I I I I S I U.UJJJ.U.U-U.UJJJAU 

i*n"i"i*i"i"i"i"i"i"i"iVi i"i 1 1 1 1 1 1 1 i i 1 1 1 

nn^ooon^ooggggoeooongQ^o.oggo^ 

i n n n h n - i n n n i i n n n n 



S 



s 
S 
a 
S 
g 



8 8 I 8 C S 



g 



is 



g e S 

3 i 2 

S 2 S3 

g I s 



S S 2 2 S 8 s 



S55£IS5SBSSS2SaSi8 



S S 5 1 ^2 3 s ^2 a S 5 3 5 2 S s S S S 2 



gggggggggggggggggggggssgggggg 
sbbbbssbssssbskaasbsss^KKS 



s g s 



3 



3 S3 



8 8 8 0 



a a s e 



5 S 5 E E S E S E E E E E E E E E 



§ 5 

S 5 
s s 



? ? r 



£ S g S 



£ 3 5 £ £ 



SSSSsssssSa 



s s 
8 5 



s s 
S 2 



3 



1 s 


S 


S 


8 I § il i 


2514 
2515 


o n 


n 
> 




° " § | s § 


8 8 


5 g 






S S £ S E s 

ci o o CI CJ « 
x « w w « w 


ARG H 
ARG H 


H 114 
H 114 


33 

E 


E 


5 5 5 5 E 5 






to 


H 
t— ' 


H E m O O 
yj o W O J 3 


«, s 


s g 


L> 


s 


^ is s s is is 
s a s m s h 


s S 


s s 


S 




- - S S S 5 




S g 


's 


S 

o 




g i 


5 S 




s 


S 3 5 S S S 


s s 


a s 


g 


S 


3 S s S 2 5 


S g 




g 


g 


8 g g g § S 










3 3 g S S S 


s » 


is k 


k 


s 


5 s s is s b 


S is 



ggggggiSSSSSiSSS 

giassaasss assess 



8 8 53 



8 S 8 8 9 



1 § 8 



SSSISSSiiiMMJlMMMISEi 
gSSSSSSSEEEEEEEEEEEEESSSSS 

i i I S I I i s i H e e s i b 8 i i s s s i s 

ss|3s"skbsssss£S2SMSSSK£»aa 

SS3SS2SSS™ S'S SSSSSSS?°rr S °° 

S S 3 S I S S 3 5 S 8 8 i S B E S E S S s S 5 E E 8 
g°gggggkk§g§gs§22S§sssssgg 



2 g S ti 3 £ 



s a is s is 



1 1 



I 



1 

s 




3 3 3 



§ 8 8 8 S - ° « B 8 8 8 9 * S * ° ° § S 8 8 8 



>o »a u 



•o na •« *d *J * D 



-J u> u> 



Ul *> to u» 

^ o o kj in 



io u D 'd 

M tO W Ki f 
m U K) H 



5 ? * i S 3 S S 3 5 2 S S S 1 S 3 : s S i 8 s S 5 8 s s j s : s a s s c 



* H! H! HI « o S 



i 



M M W tO KJ W M 
^ Ul * 



1 



rfl *o n> >a ts u 



•d V V D 



> > > > > 

1 1 i I i 

1*1 Ul W UJ Ul 



O O O O Q 

H O tO 

to w cn cn w 

M PI W W M 

WJ w » ?0 XJ 



S 5 5 S S 5 5 S S § § S S S S § § § 



id ui u> 
>u *. ■*» 
to to to 



g B or>ag = °"sss|sagg3 

b b i i ii 1 1 8 i i i § i i a a i 



ui tn cn ui ui 



-jvja»oi-Jcna>uio\oiOtui«ocvMioi-»u»*.u»MU»A 

uiu»ujto©ioo\0*o»JVJV>H»-*ui*» ~g m *>-> *» «o (T> cn 
uiSSi3ooSoMWUio\iou»cti-wm^o^-o*.m 
ZiuiSto-J<J»o*»«)oo-J-Ju»-o*.uia»*.-o^^oio 

o\a\a\cia*a%o , »oiuiuiu»u>uiuiuiuiuiuiuiuiuiuiui 
MMMU*MMOOU)a>a>->J'OcriU)«.to»o(oit»iouiui 

IjIpa»o«w>o»ioa»«Jututi-»«»*uiOioo*-J-lCD-«j 
iOitk(nuitotoo^Ju>uiu>u}CDU>^JU)it^oo<otnoiin 

,(»Uta»a>k-»UIMUIOU>i*CO»OUl-OU>UlUI.JUltOUI*. 

oooacom(Dma>ooaici>a>ODoaaicz>ODCDCDcoCDaoooco 

OVUTUlMUUlWiaUMMUI*«>OCD-OUIUI<JAfnUl 

o!ou»o*ootoa>tooui»-»iDWui-jui<iio-o0i-ooi 
M^ii-*cso>t-'»->^-o>o-oocDOou)Ou>oou>oa(ntD 
uito-ouiH*^u«a>-OoJM>ouio-o(nuito(ncDK)oi» 

ooooooooooooooooooooooo 
ooooooooooooooooooooooo 

U>UIU«OJU*UJUIUiU«UIU)tOtOtOtOtOtOtOtOtOIOtOtO 

oimuioiuitnu>toiooov'0'Ocnmuiuiaio\uioi(n 



Ul 



Ul 



Ul -J 
Ul V£> 



Ul 



CO to 



«0 TJ TJ 



D *o u 



I 

o 

I 

s 



> > t* > *L 

1 I 3 t 9 



£X*>WtOMOlO 



a o n g g 

3 S 5 § | 

>o o o o ci 



0 a Q 
n w o 

1 § I 



8 8 



W M Kl M M M M 
00 CO -O -J -J "J T* 
J_j O to CO *j on w 



ATOM 
ATOM 
ATOM 
ATOM 
ATOM 


ELDRV 
ATOM 
ATOM 
ATOM 
ATOM 
ATOM 


u Ul u w u 
M M K> M M 
.J ««| -J -4 "J 


u U> 1*1 u» u* 5> 

K> KJ M IO K> " 

°» °* °S 2? S 

m (B J ON w 


rfw W tO O 

a g tz! O O 


o o n n n 
M w a o » 


£ £ £ £ £ 

G G £ C C 
tj nj u *o 


GLU P 
GLU P 
GLU P 
GLU P 
GLU P 



» o ro *• m 

H t-i ui vo 

m an co in m 



iv CD o co vo 

O CT. M K> \£> 

M M tO 

(D CO CD CO 00 



a> cd uj K) t-* 
,j *. ,J K> H> 
Ui o M -O CO 



i_ L. tn ui co «J o 

on on h» tn uj o 



«joMUiui»-»onui 

u in o * a ui " - 

tn on t-» m uj o 

m m m in in m 



u, ut ox w to o 
ui in in in in in 



M w on tn in 
m to on in u* 
S«>u>cnm\DWin 



in «j cn o 



wMcnro^onwMH*'-!^ 
oEXjoiioiJtDipincn-o 



CB 00 «J -J -J *J ^ 

o o io y 00 *° m 

^ * * 2 o S 2 S S 2 o S 2 S S « S 



-o in 



en to 



\o o\ yo 



ijiuiuiuiinuiui*> 

0000"J-J«J>J 



•d hd TJ U 



iliiillliiiililliiiiiliii 



UJ Ui U» U> Ui U» 
U LJ UJ W OJ 

tO tO to K) K» tO 



S S 9 85 

to to in w 

p] PI W UJ 

?a » jo » 



n 3 ? a ° " 1 8 g S 8 g 8 8 8 8 8 

1 1 1 g i g i i i i i 1 1 i i i § 

cncncnonininwwwwwwinininwin 



to 



u» to vo ro w 



to w w o u» 



m tn in 



cn on vo 



in in in 



tn in in 



MKJUiininuiutininininm 

UJt«JU*UJK>t-»hJU*tOtOUJl*J 



•o *o *o u u 



i 



a < 



3. 



t— O 



* It 




3 i 



s y 



§ r 

on i 

H ^ 
o 

"2 

o « 



Si 

si 



> : 
ft ! 



" Si 



3 



3 
5 




i-2 



5 ? 

n> a. 



o 

oo o 



C OT OQ 

Us 

2. Q " 
» g 

no 3 

3 o 

o § 
ST o 

if 
p. a 

o c 
S 3 
O o 
3 « 
£ 3 



3*. 1 
> o 
2 O 

If 



gS'S 



£ 3 



If 



< 



2! 



1 



3 o- 
F» - 

o 



Ei. ^ 



In 

til 

s g - 
git" 



— i H 
w 5 



a 
< 



i° £ 8.1- 



"3 
c s 

>§ 

VO O 

^ o 

s » 

I— • t/i 

V o 
3 
B. 



2 

< 



^ 2. 



II 



ON £L 
-U - 

o j> 
0 

3 

IS " 



3 



00 a. h 



1/3 g 
?o o 



? i 



O T3 

- w 3 



S3 

s 



i 




o 




S 



5 p 



en 

I 



P 1 ? 1 



<? SI* 

I -a 

g. | 

3 



f 1 



ill 



1 s 



o S: 
~> 3 



2. « 



8 

f 5 a* 

2* a. a 



> 

lo- 
ll 



5' >• 
I. g 



ff 
o 

3 

| 



ST 8 

I §• ? 

I. § S' 



^ ON 



I 



a. 

I f 5" S 



pa O t» 3 
ET ca 2. 



5* 



B 1 



I 



a 

o 

3 



3 5 



a 

9 



5: 



8 3 g 

E2. g g 
£• JT 2 



2S I 

0 S 



> I. 



3 
o 

I 
I 



a 1 
£ S. 



5 >> 



"o _, a 



3 •=?■ r» sr 



5" - 

H § 

r 5 

if s- 

1 s 

rs o 

3 I 

2 3. 

B. 5" 



a 8 

3- & 



I 



a. g 



& £ — 



II ~* 



on o 



a >• -8 

a 8 



3' 



2. I 

a f 



B. ^ 

B 2! 

- i 

8 ~ 

g 

I 



2* 3 



**•» <B 2. 



i f 



1 
s 



8 



13 



o 



8 £> 

Z 2- 

o 82. 

: - 3 



a. B' 



E 4 



? & £ 

3 E. 

o 

:? 2: ^ 

? cr ° 

« D. CO 

c5 (jo* *^ 



5* ° 



51 xj 



If II 



T3 

•3 



•a 



1 5 



! 



I 



a. 



? 1 



g. 
I 



« ~ ^ 

5 si 



S. B 



2: 



> g 3 



3 



■3 



3 si 
I I 

* & 



B 



a. 
3 



-3 



- s- 



8 & 



5 £. & 



1 I 



a. 



5- 



Z 8. 



§ 5* 



2} 



5 

c 

3 



B' 

O 
& 



s: S 



> 
00 



? 1 ? 



S & s> I g 



o § 

jo O 

& § 

2, 

a I 

1- 3 

53 o 

00 »-»» 

I- S* 

q o 



> 



tn 
/O 



5" 



P 
3 



n 




> 
3 



a 



3 



■3 a 



i t 



3 k 

8 



s. 



1 1. 

9- 



A 

3 5 



m o 
o s - 



1 



3 



S. 5* 
3 0 



I | I 

O 3 S 

K' Eu Sg. 

a. 3' 



CD 

D 



9 



?. fe?. 

a 3 



1 

S 




-o-o*o f" -nx-c 
ot at 01 cj- o m o 
co a o </> -» to 

(D O ft> <+W3<D 

-j w > in 

- O z o 
re CTi -J 



— — — m : 



p> c c <-*■ o cn 

— 3 3 I < 

3 3 3 Q* (D CD 



« — < — CO o 

_ — i— • o 
3 3 *0 — 



•— —i rv> 



- — O 3> 3 -hi 

€-*• « 1 

■ ro • e: — o* 
Ol -»<a 3 : 
ronis i 
— - 3 a> 



-O O rto« t/> — «- 



id n x 



ro o so 
to g 



I p> — 



o 

Ol I— 

o» o 



"5 WW 
w wo 

-1 I— 



2 £. 



x o 



i-« »♦ o. o 
J>«< — o 
-3-D < = 

T <p «t> r- 
a —i m 



lti a i 



«< NO > 
• tn -J 



a> a> cr <T> 
tQ 3 
-j in 3 Ln 

•o ro ro o 

3-- - - 



X) Bl <: > r»- < ' 
D» O" O •— ' 3" fu ) 
— CT <T> ~J : 



(JIBI M 

con o 
*© e-r- 



<-t- • 3* O 



= I ro -a 

o- — i l o» 

O 3" to "J 

o. <x> a> 



n sc 
o 

3 ** 



— -I — • — ' o» 



3 tu — I 

?M" 

O -o 3 o 

-a -i o z 
-c-« -*■ a. a> 
•— 3 n> r - 



-o i— -o "O 



-i 1 

e «< o Ol 



ro co 



o o> — «» 
3 c-f <: o 
o © -* 3 
o w» -1 
— ' e o 



-1—3 
a> «-t- 
— •«< : 



tn —• 
oo o» <->• ; 
3 o r 

cn — *» <D r 

W O 1 - 
OL fD ( 
«< O * 




2 



:moor»oo>> 



t© 0«h>MIOS 

ovjroow^joiocD 
NOtuioinMsiotiv) 
w f oo n on ui ui oo 

ooro<_n.— vi-c*.— x»c*j 



m w m o n- ro n N 

MO ANJOtOtOtMU 
1 I I i I I I I I 
OOOOh-OOO"-' 
WO>CB««Jh-WOOWO 
I I I I I I I I I 



to to tO to vO to to to to 
VO to to tO to to to *o *o 



i/> -o o m m — i 



WNU1*> 



OQLJUt 
1O00 00M 

J» in ui wi 



ro ro o ro 
to o» oo 09 ro cji wi 

ui vi ro yi o *. ja. 
i I i i I I i 



to to to to to to VO 



* ro ro to to <n 



■* cd vo vi <y> 

)MMOUI 
in o cd r\) 

OlOOtM 

to to o to 
to cn i-« oo 



OHl\)MMOMMHl\) 

OOOOCT»vl»— i— vICT»vIVO 



to tO tO tO tO tO o to to tO 
tO tO to tO tO tO O tO to to 
OO vj OO vj vi CM O 0> ifl vj 



• 



■g GO 

IS 
IS 

I K 

|B 

o 

3 



This Page is Inserted by IFW Indexing and Scanning 
Operations and is not part of the Official Record 

BEST AVAILABLE IMAGES 

Defective images within this document are accurate representations of the original 
documents submitted by the applicant: 

Defects in the images include but are not limited to the items checked: 
Ejblack borders 

□ IMAGE CUT OFF AT TOP, BOTTOM OR SIDES 

□ FADED TEXT OR DRAWING 
^TBLURRED OR ILLEGIBLE TEXT OR DRAWING 

□ SKEWED/SLANTED IMAGES 

STcOLOR OR BLACK AND WHITE PHOTOGRAPHS 

□ gray scale documents 

Klines or marks on original document 

□ REFERENCE^) OR EXHIBIT(S) SUBMITTED ARE POOR QUALITY 

□ OTHER: ' 

IMAGES ARE BEST AVAILABLE COPY. 
As rescanning these documents will not correct the image 
problems checked, please do not report these problems to 
the IFW Image Problem Mailbox. 



